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Optimized structures given by Cartesian coordinates
Structures were optimized employing the Gaussian 09 program. S1 Several types of basis set systems (BSSs: BSS-A, BSS-B, BSS-C, BSS-D, BSS-E and BSS-F) were examined for the evaluation. Table 1 summarizes the BSSs. The basis set for I of the 6-311G* type S2 was obtained from EMSL Basis Set Exchange Library. S3,S4 Higher basis set for I of the (7433211/743111/7411/2 + 1s1p1d1f) type was from Sapporo Basis Set Factory. S5 The diffusion functions of the sp parts for I in (7433211/743111/7411/2 + 1s1p1d1f) S6 were diverted as those of the sp type for the 6-311G* basis set of I, since the diffusion functions could not be found for 6-311G* of I. The Møller-Plesset second order energy correlation (MP2) level is applied to the calculations. S7 The optimized structures were confirmed by the frequency analysis. The abbreviated notation of MP2/BSS-X (X = A, B, C, D, E and F) will also be used to describe the calculation methods employing BSS-X at the MP2 level, if suitable. 
